Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; disorder in main residue; R factor = 0.052; wR factor = 0.153; data-to-parameter ratio = 18.5.
The asymmetric unit of the title compound, C 18 H 18 N 2 O 2 , contains three independent molecules. In each, the sevenmembered diazepine ring adopts a boat conformation with the hydroxy-substituted C atom at the prow and fused-ring C atoms at the stern. In the crystal, the molecules are linked by O-HÁ Á ÁO and N-HÁ Á ÁO hydrogen bonds. The allyl group of one molecule is equally disordered over two positions.
Related literature
For a related structure, see: Rida et al. (2011) .
Experimental
Crystal data C 18 H 18 N 2 O 2 M r = 294.34 Monoclinic, C2=c a = 51.6665 (8) Å b = 14.5766 (2) Å c = 11.9316 (2) Å = 90.965 (2) V = 8984.7 (2) Å 3 Z = 24 Mo K radiation = 0.09 mm À1 T = 293 K 0.21 Â 0.15 Â 0.13 mm
Data collection
Bruker APEX DUO diffractometer 98635 measured reflections 11182 independent reflections 8815 reflections with I > 2(I) R int = 0.045 Refinement R[F 2 > 2(F 2 )] = 0.052 wR(F 2 ) = 0.153 S = 1.01 11182 reflections 604 parameters 16 restraints H-atom parameters constrained Á max = 0.72 e Å À3 Á min = À0.74 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; y; Àz þ 1 2 ; (ii) Àx þ 1 2 ; Ày þ 3 2 ; Àz þ 1; (iii) x; Ày; z À 1 2 .
Data collection: APEX2 (Bruker, 2010); cell refinement: SAINT (Bruker, 2010); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: publCIF (Westrip, 2010). Fig. 1 . Thermal ellipsoid plot (Barbour, 2001) of the three independent molecules of C 18 H 18 N 2 O 2 at the 50% probability level; hydrogen atoms are drawn as spheres of arbitrary radius. The disorder in one allyl group is not shown. supplementary materials sup-2 3-Hydroxy-4-phenyl-1-(prop-2-en-1-yl)-2,3,4,5-tetrahydro-1H-1,5-benzodiazepin-2-one (7) 0.0045 (6) O5 0.0259 (6) 0.0239 (6) 0.0454 (7) −0.0047 (5) 0.0033 (5) 0.0001 (5) O6 0.0302 (6) 0.0221 (6) 0.0363 (7) 0.0039 (5) 0.0036 (5) 0.0023 (5) N1 0.0324 (7) 0.0171 (6) 0.0226 (6) 0.0012 (5) 0.0008 (5) −0.0016 (5) N2 0.0211 (6) 0.0202 (6) 0.0183 (6) −0.0008 (5) 0.0009 (5) −0.0002 (5) N3 0.0273 (7) 0.0195 (6) 0.0269 (7) −0.0042 (5) 0.0016 (5) −0.0043 (5) N4 0.0412 (9) 0.0357 (8) 0.0292 (7) −0.0154 (7) 0.0185 (7) −0.0130 (6) N5 0.0273 (7) 0.0282 (7) 0.0218 (6) −0.0036 (6) 0.0010 (5 (7) 0.0022 (6) 0.0021 (6) 0.0026 (6) C6 0.0221 (7) 0.0180 (7) 0.0208 (7) 0.0004 (5) 0.0018 (5) 0.0031 (5) C7 0.0252 (8) 0.0258 (8) 0.0204 (7) −0.0011 (6) −0.0014 (6) 0.0000 (6) supplementary materials sup-6 C8 0.0286 (8) 0.0298 (9) 0.0343 (9) 0.0037 (7) −0.0043 (7) 0.0055 (7) C9 0.0427 (11) 0.0267 (9) 0.0526 (12) 0.0100 (8) −0.0050 (9) −0.0047 (8) C10 0.0242 (7) 0.0155 (6) 0.0200 (7) 0.0008 (5) 0.0037 (5) −0.0032 (5) C11 0.0239 (7) 0.0193 (7) 0.0195 (7) 0.0018 (6) 0.0042 (5) 0.0018 (5) C12 0.0224 (7) 0.0218 (7) 0.0187 (7) 0.0015 (6) 0.0017 (5) −0.0004 (5) C13 0.0244 (8) 0.0213 (7) 0.0217 (7) 0.0008 (6) −0.0006 (6) 0.0004 (6) C14 0.0268 (8) 0.0375 (9) 0.0236 (8) −0.0023 (7) 0.0008 (6) 0.0022 (7) C15 0.0439 (11) 0.0387 (10) 0.0241 (8) −0.0025 (8) −0.0052 (7) 0.0033 (7) C16 0.0407 (10) 0.0309 (9) 0.0355 (9) 0.0048 (8) −0.0162 (8) 0.0007 (7) C17 0.0256 (9) 0.0347 (9) 0.0447 (10) 0.0058 (7) −0.0062 (7) −0.0030 (8) C18
Figures
0.0266 (8) 0.0314 (8) 0.0287 (8) 0.0043 (7) 0.0018 (6) −0.0009 (7) C19 0.0199 (7) 0.0219 (7) 0.0278 (8) −0.0045 (6) 0.0044 (6) −0.0018 (6) C20 0.0263 (8) 0.0319 (9) 0.0296 (8) −0.0050 (7) 0.0009 (6) 0.0005 (7) C21 0.0321 (9) 0.0353 (10) 0.0509 (11) −0.0080 (8) −0.0137 (8) 0.0086 (9) C22 0.0273 (9) 0.0282 (9) 0.0833 (16) 0.0007 (7) −0.0142 (10) −0.0039 (10) C23 0.0212 (8) 0.0330 (9) 0.0668 (13) −0.0017 (7) 0.0031 (8 0.0382 (9) 0.0199 (7) 0.0232 (7) −0.0017 (6) −0.0059 (6) 0.0009 (6) C30 0.0299 (8) 0.0183 (7) 0.0238 (7) −0.0013 (6) −0.0004 (6) 0.0018 (6) C31 0.0254 (8) 0.0205 (7) 0.0276 (8) −0.0027 (6) −0.0023 (6) 0.0010 (6) C32 0.0286 (8) 0.0229 (8) 0.0362 (9) −0.0001 (6) −0.0038 (7) 0.0068 (7) C33 0.0243 (8) 0.0293 (9) 0.0496 (11) 0.0049 (7) 0.0006 (7) 0.0041 (8) C34
0.0221 (8) 0.0348 (9) 0.0414 (10) −0.0017 (7) 0.0042 (7) 0.0024 (8) C35 0.0282 (9) 0.0318 (9) 0.0391 (10) −0.0006 (7) 0.0023 (7) 0.0118 (7) C36 0.0266 (8) 0.0272 (8) 0.0392 (9) 0.0048 (7) 0.0029 (7) 0.0088 (7) C37 0.0232 (7) 0.0227 (7) 0.0253 (7) −0.0018 (6) −0.0011 (6) −0.0028 (6) C38 0.0313 (9) 0.0254 (8) 0.0383 (9) 0.0040 (7) −0.0041 (7) −0.0069 (7) C39 0.0453 (11) 0.0216 (8) 0.0420 (10) 0.0039 (7) −0.0111 (8) 0.0011 (7) C40 0.0526 (12) 0.0275 (9) 0.0294 (9) −0.0046 (8) −0.0043 (8) 0.0058 (7) C41 0.0370 (9) 0.0271 (8) 0.0255 (8) −0.0036 (7) 0.0022 (7) −0.0010 (6) C42 0.0237 (7) 0.0206 (7) 0.0246 (7 
